. X-ray powder diffraction patterns of complexes 3 (blue), 2 (red) and 4 (black). Figure S2 . The IR spectrum (KBr, cm −1 ) of complex 3.
Ioannis Mylonas-Margaritis, Julia Mayans, Stavroula-Melina Sakellakou, Catherine P. Raptopoulou, Vassilis Psycharis, Albert Escuer and Spyros P. Perlepes Figure S1 . X-ray powder diffraction patterns of complexes 3 (blue), 2 (red) and 4 (black). Figure S6 . a The coordination polyhedron with the lowest CShM value, i.e., the tricapped trigonal prism, defines the best polyhedron for Gd1 and its centrosymmetric equivalent (Gd1′). Chemically significant distortions give CShM values of 0.1 or higher, while values larger than about 3 (as in the present case) indicate important distortions. This polyhedron is shown in Figure S7 . a The coordination polyhedron with the lowest CShM value, i.e., the spherical -relaxed capped cube, defines the best polyhedron for Pr1 and its centrosymmetric equivalent (Pr1′). Chemically significant distortions give CShM values of 0.1 or higher, while values larger than about 3 (as in the present case) indicate important distortions. This polyhedron is shown in Figure S8 . Figure 4b . 
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is the carbon atom of teaH2-that is connected to the nitrogen atom (N1); atom C2 is not labelled in Figure 2 . D = donor, A = acceptor. 
